Key indicators: single-crystal X-ray study; T = 423 K; mean (C-C) = 0.006 Å; R factor = 0.052; wR factor = 0.142; data-to-parameter ratio = 15.2.
In the title compound, C 18 H 11 BrN 4 OS, the imidazothiadiazole and benzisoxazole rings are individually planar with maximum deviations of 0.025 (3) 0.015 (4) Å , respectively, and are inclined at an angle of 23.51 (7) with respect to each other. The planes of the imidazothiadiazole and bromophenyl rings are inclined at an angle of 27.34 (3) . In the crystal, intermolecular C-HÁ Á ÁN interactions result in chains of molecules along the b and c axes. Moreover, C-HÁ Á ÁO interactions result in centrosymmetric head-to-head dimers with R 2 2 (24) graph-set motifs. The molecular packing is further stabilized bystacking interactions between the imidazole rings with a shortest centroid-centroid distance of 3.492 (3) Å . In addition, C-HÁ Á Á interactions are observed in the crystal structure.
Related literature
For the biological activity of benzisoxazole derivatives, see: Priya et al. (2005) . For the preparation of the title compound, see: Lamani et al. (2009) . For a related structure, see: Sun & Zhang (2009) . For graph-set notation, see: Bernstein et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Cg4 and Cg5 are the centroids of the C1-C6 and C13-C18 rings, respectively. Data collection: SMART (Bruker, 1998) ; cell refinement: SAINT-Plus (Bruker, 1998) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) and CAMERON (Watkin et al., 1996) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . (Priya et al., 2005) . In view of increasing importance of the heterocycles in pharmaceutical and biological fields, it was considered of interest to synthesize some new chemical entities incorporating two active pharmacophores in a single molecular frame work and to evaluate their biological activities. In the title compound ( Fig. 1) , the fused imidazothiadiazole ring system is linked to a benzisoxazole and a bromophenyl moieties. The imidazothiadiazole (S1/N1-N3/C7-C10) and benzisoxazole (O1/N4/C12-C18) rings are individually planar similar to those reported earlier (Sun & Zhang, 2009 ) with maximum deviations 0.025 (3) Å for N2 and 0.015 (4) Å for C17, respectively. The mean-plane of benzisoxazole makes a dihedral angle of 23.51 (7)° with the mean-plane of the imidazothiadiazole ring. The planes of the imidazothiadiazole and bromophenyl rings are inclined at an angle 27.34 (3)° with each other. The differences in bond lengths S1-C9 (1.734 (5) Å) and S1-C10 (1.757 (5) Å) indicate that the resonance effect caused by the imidazole ring is stronger than that caused by the thiadiazole ring. In the crystal structure, intermolecular interactions C8-H8···N1 result in chains of molecules along the c-axis and C11-H11B···N1 interactions result in chains of molecules along the b-axis. Moreover, C2-H2···O1 interactions result in centrosymmetric head-to-head dimers corresponding to R 2 2 (24) graph set motif (Bernstein et al., 1995) (Fig. 2) . The molecular packing is further stabilized by π-π stacking interactions between imidazo rings (Cg3) with the shortest centroid-centroid distance 3.492 (3) Å. In addition, π-ring interactions of the type C-H···Cg (Cg being the centroids of rings C1-C6 and C13-C18) are also observed in the crystal structure; details have been provided in Table 1 .
The title compound was synthesized by following the procedure reported earlier (Lamani et al., 2009 ) and suitable crystals for X-ray crystallographic analysis were grown from a solution of dimethylformamide by slow evaporation at room temperature.
Refinement
The H atoms were placed at calculated positions in the riding model approximation with N-H = 0.86 and C-H = 0.97 Å, and U iso (H) = 1.2U eq (N/C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.14779 (11) 0.5054 (7) (13) 0.0085 (12) S1 0.0156 (5) 0.0106 (5) 0.0308 (5) −0.0009 (4) 0.0085 (4) −0.0002 (4)
Geometric parameters (Å, °)
C1-C6 1.393 (6) C10-C11 1.495 (5) C1-C2 1.395 (6) C10-S1 1.754 (4) C1-H1 0.9300 C11-C12 1.504 (5) Hydrogen-bond geometry (Å, °)
Cg4 and Cg5 are the centroids of the C1-C6 and C13-C18 rings, respectively. 
